Figure S1Electronic band structures of M 2 CO 2 (M = Sc, Ti, V, Cr, Zr, Nb, Mo, Hf, Ta, W) MXenes. (a) Sc 2 CO 2 (b) Ti 2 CO 2 (e) Zr 2 CO 2 (h) Hf 2 CO 2 (j) W 2 CO 2 are semiconductors with indirect bandgaps, and others are metals. It should be noted that the Sc 2 CO 2 and W 2 CO 2 stable configurations are different from others 1,2 .
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